Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.055; wR factor = 0.129; data-to-parameter ratio = 16.3.
In the title compound, C 8 H 12 O 4 , the two carboxyl groups are on the same side of the cyclohexane ring and the ring adopts a chair conformation. Adjacent molecules related by an inversion centre are linked by pairs of O-HÁ Á ÁO hydrogen bonds, forming a zigzag chain along [111] .
Related literature
For related structures, see: Bi et al. (2003 Bi et al. ( , 2004 ; Chen et al. (2006) ; Du et al. (2006) ; Dunitz & Strickler (1966) ; Kurmoo et al. (2003 Kurmoo et al. ( , 2006 ; Luger et al. (1972) .
Experimental
Crystal data 
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2007 ); cell refinement: SAINTPlus (Bruker, 2007) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
1996; Luger et al., 1972) , the structure of the title compound, (I), has only been reported as a co-crystal by Du et al. (2006) .
According to the results of single X-ray diffraction analysis, there is one complete molecule in the asymmetric unit, and the molecule is in a general position (Fig. 1) . The geometry of the molecule is similar to the one observed by Du et al. (2006) . The bond lengths are comparable to those in its isomers in trans conformations (Bi et al., 2003; Chen et al., 2006; Kurmoo et al., 2003 Kurmoo et al., , 2006 .
Strong hydrogen bonds between two adjacent carboxylate groups link molecules into a zigzag chain along the [111] direction. The zigzag chains are packed into three-dimensional motif (Fig. 2) .
Experimental
C 8 H 12 O 4 (1 mmol, 172 mg; mixture of trans-and cis-ACROS) was disloved into 50 ml of CD 3 OD. The solution was stirring and refluxing for 12 h, and the clear solution was allowed to evaporate slowly in the inert atmosphere. Nice plate crystals of the title compound were obtained after 5 days. The crystals were filtered, washed by cool EtOH and dried in the air.
Refinement
H atoms on O atoms were located in a difference Fourier map and were refined freely. Other H atoms were refined as riding, with C-H = 0.97 or 0.98 Å, and with U iso (H) = 1.2U eq (C). Figures   Fig. 1 . Molecular structure showing 50% probability displacement ellipsoids. 
